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Table Si. Crystal and Intensity Collection Data for Pt(bpy)(bdt)
Formula: PtC1 6 HI 2 N1 S1  Formula Wei
Crystal Color: red Habit: needle
Crystal Size: 0.15 x 0.18 x 0.26 mm Pcalcd = 2.18
Crystal System: monoclinic Space group:
a = 8.206(2) A
b = 11.456(4)A /3= 103.14(2
c = 16.350(4) A
V=1496.8(7) A3  Z=4
Lattice parameters: 25 reflections, 6 0 11'
p = 97.33 cm-1  Absorption c
Enraf-Nonius Cad-4 diffractometer to scans
MoKx. k = 0.7107 A Graphite mo
20r ange: 2 - 50* -9 4 h 9, -1
T = 297 K
Number of reflections measured: 5743 Number of i
Number with F2 > 0: 2469 Number witf
Standard reflections: 3 every 150 min. Variation: w
GOFmerge: 1.11 for 2500 multiples Rmerge: 0.02
Number used in refinement: 2634 Criterion: Al
Final R on F: 0.033 for 2469 reflections with F2 > 0
Final R on F: 0.024 for 2087 reflections with FO > 3a( Fi)
Final weighted Rw on F2: 0.053
Final GOF: 1.37 for 190 parameters and 2634 reflections
(A/o)max in final least squares cycle: <0.005






3 k ! 13, 0 5 1 19
ndependent reflections: 2634
h F2 > 3( F2): 2087
ithin counting statistics
4 for 2127 duplicates
ll reflections used
Definitions:
GOF = (w(F - F )2 (n - P) where n is the number of data and p is the number
of parameters refined.
R=j Fo0 - IFcjI/IFoI; R,= ( Yw(F3 - F )2 w(F 2 2
V I VV / American fiemical Society J. Am. uthem. soc. VI I VPFage 162U Uonmick Supplemental Page 2
Table S2. Final Heavy Atom Parameters for
Pt(bpy)(bdt)
X,y,z ad Ueqa x 10 4
Atom a y z Ueq
Pt 1425(.3) 1917(.2) 4101(.1) 367(.4)
S1 3055(2) 1221(1) 3281(1) 493(4)
S2 3139(2) 3469(1) 4398(1) 557(4)
N1 -313(6) 605(4) 3837(3) 417(11)
N2 -146(6) 2415(4) 4848(3) 443(12)
C1 -325(8) -259(5) 3284(4) 513(15)
C2 -1582(9) -1089(6) 3122(4) 616(18)
C3 -2838(9) -1031(6) 3542(5) 642(19)
04 -2839(8) -157(6) 4113(4) 595(18)
C5 -1561(7) 667(5) 4248(4) 435(14)
C6 -1492(7) 1666(5) 4813(4) 481(15)
C7 -2675(8) 1925(7) 5277(4) 632(18)
C8 -2481(10) 2908(8) 5774(4) 733(22)
C9 -1136(10) 3602(7) 5820(4) 683(20)
010 18(9) 3341(5) 5355(4) 588(17)
Cil 4598(7) 2299(5) 3309(4) 431(14)
012 5837(8) 2129(5) 2845(4) 529(16)
013 7058(8) 2982(7) 2857(4) 636(19)
014 7032(9) 3979(7) 3330(4) 704(21)
015 5846(9) 4144(6) 3786(4) 611(18)
13
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Table S2. (Cont.)
Atom x y z Ueq
C16 4620(7) 3293(5) 3781(4) 444(14)
a Ueq = .1 ., [Uji(a~a;)(i dj)
Aj
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Table S3. Assigned H Atom Parameters for
Pt(bpy)(bdt)
X,y and z x 10
Atom x y z B
Hi 554 -303 2995 6.0
BH2 -1570 -1691 2724 6.0
H13 -3710 -1595 3439 6.0
114 -3701 -113 4413 6.0
HE7 -3610 1427 5250 6.0
EE8 -3293 3097 6085 6.0
119 -986 4271 6172 6.0
1110 962 3837 5396 6.0
112 5839 1436 2526 6.0
1113 7892 2879 2544 6.0
114 7858 4563 3339 6.0
E1l5 5853 4836 4106 6.0
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Uij values have been multiplied by 104
The form of the displacement factor is:
exp -27r2(Uiih2a*' + U22k2b*" + U3 3 l2c' 2 + 2Un2hka*b* + 2Uk3hla*c* + 2U23 ktb*c*)
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Table S5. (Cont.)
Angle(o)
19 -09 -010 120.0
C9 -C10 -N2 122.1(6)
110 -C10 -N2 119.0
110 -010 -C9 119.0
C12 -C11 -Si 119.3(4)
C16 -C11 -Si 120.9(4)
C16 -C11 -C12 119.8(5)
C13 -C12 -C11 119.8(6)
H12 -012 -C11 120.1
112 -C12 -013 120.1
C14 -C13 -C12 118.9(6)
H13 -C13 -C12 120.6
H13 -C13 -014 120.6
C15 -014 -C13 121.5(7)
H14 -C14 -013 119.3
114 -C14 -015 119.3
C16 -015 -014 120.1(6)
115 -C15 -014 120.0
115 -C15 -016 120.0
C11 -016 -S2 119.7(4)
Angle(')
C15 -C16 -S2 120.4(5)
C15 -C16 -C11 119.9(5)
Sl
S2
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Table S6. Crystal and Intensity Collection Data for Pt(bpy)(bdtO2 )
Formula: PtC 16Hl 2N2 O2, 8 S2  Formula Wei
Crystal Color: orange Habit: needle
Crystal Size: 0.05 x 0.05 x 0.50 mm Pcalcd = 2.28
Crystal System: monoclinic Space group:
a = 8.045(2) A
b = 14.629(3) A /3= 101.71(2
c = 13.342(4) A
V= 1537.5(7) A3  Z=4
Lattice parameters: 25 reflections, 10 0 O 130
u = 94.93 cm-1  Absorption c
Enraf-Nonius Cad-4 diffractometer co scans
MoKax. k = 0.7107 A Graphite mo
26range: 2- 50' 0 h! 9,-1
T = 293 K
Number of reflections measured: 6125 Number of i
Number with F2 > 0: 2493 Number witf
Standard reflections: 3 every 150 min. Variation: w
GOFmerge: 0.97 for 2596 multiples Rmerge: 0.02
Number used in refinement: 2704 Criterion: Al
Final R on F: 0.034 for 2493 reflections with F2 > 0
Final R on F: 0.022 for 1993 reflections with F > 3o(Fi)
Final weighted R,, on F2: 0.050
Final GOF: 1.19 for 228 parameters and 2704 reflections
(A/a)max in final least squares cycle: < 0.005
Apmax: 0.9 e A-3pmin: -0.9 e A-3 in final difference map
ight: 527.96
g cm- 3
P2 1Ic (no. 14)
orrection: Gaussian quadrature
nochromator
7 k 17,-15 1 15
ndependent reflections: 2704
h F0 > 3o(FO2): 1993
ithin counting statistics
5 for 2078 duplicates
[1 reflections used
Definitions:
GOF =(Xw(F3- F ) 2 (n - P)) where n is the number of data and p is the number
of parameters refined.
R=Yx1F 0 - FcII/Y-FoI; Rwv=(X w(F3 FC) 2 /X w(F3 ))"
11
SI I I~llh.,I U1 Xh1uU J~~t . flu1. xx~xx u1111 v x x I> x IE, x xJ~t - JU~tl 3L11 JJI.,1h1.ILUI x I, x
Table ST. Final Heavy Atom Parameters for
Pt(bpy)(bdt02)
x.yz and Usq < 10
Atom x y z Ueq
Pt 2328(.3) 58(.1) 3681(.1) 309
N1 2445(5) -65(3) 5242(3) 386(10)
N:2 1269(6) 1288(3) 4004(4) 385(11)
S1 2127(2) 303(1) 2016(1) 395(3)
S2 3596(2) -1291(1) 3502(i) 460(4)
01b 2987(6) 1143(3) 1818(4) 525(12)
02b 407(6) 230(3) 1443(3) 564(13)
03c 4937(23) -1478(14) 4156(14) 563(59)
04c 2100(22) -2034(12) 3382(15) 543(53)
Cl 3012(8) -800(4) 5815(5) 514(17)
C2 3060(9) -816(5) 6859(5) 543(18)
C3 2508(8) -79(5) 7313(5) 610(19)
C4 1930(8) 681(5) 6729(5) 509(17)
CS 1906(7) 676(4) 5694(4) 405(14)
C6 1334(7) 1449(4) 5010(5) 417(14)
C7 851(9) 2293(5) 5325(5) 599(18)
C8 268(9) 2964(4) 4639(6) 651(21)
C9 106(8) 2779(4) 3621(6) 566(18)
C10 648(8) 1943(4) 3320(5) 494(16)
C11 3941(7) -1277(4) 2238(4) 386(14)




















a, Ueq = > [Ujj(a~a )(di -dj)]
b Refined to 92.8% occupancy.
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Table S8. Assigned Hydrogen Atom Parameters for
Pt(bpy)(bdtO2 )
X,y and z x 10'
Atom x y z B
H1 3388 -1320 5497 4.7
H2 3476 -1340 7252 4.9
H3 2517 -84 8027 5.5
H4 1552 1205 7040 4.6
H7 929 2405 6034 5.4
H8 -20 3549 4863 5.9
H9 -376 3219 3123 5.1
H1O 581 1828 2612 4.5
H12 5418 -2439 2337 4.4
H13 5735 -2442 660 5.5
E114 4511 -1299 -486 5.4
H15 2944 -137 90 4.4
H
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Table S9. Anisotropic Displacement Parameters for
Pt(bpy)(bdt0 4 ).(H20)
Atom U1 1  U 2 2  U 3 3  U 1 2  U 1 3  U 2 3
Pt 309(1) 304(1) 319(1) 6(1) 75(1) 2(1)
Ni 311(24) 489(27) 356(24) -11(25) 62(20) 0(25)
N2 295(26) 366(25) 500(30) -2(20) 98(24) -28(22)
S1 418(9) 386(7) 394(8) 31(6) 112(7) 32(6)
S2 578(11) 360(8) 461(9) 73(7) 148(9) 46(7)
01a 642(34) 366(25) 607(32) -3(22) 219(27) 34(21)
02a 414(28) 807(35) 460(27) 102(24) 66(22) -12(24)
0 3b 407(125) 861(149) 422(120) 99(101) 87(100) 125(98)
0 4b 396(121) 499(109) 771(146) -138(88) 204(108) 11(94)
C1 473(41) 568(39) 482(40) 37(32) 50(34) 76(31)
C2 475(42) 754(46) 406(39) 51(35) 105(33) 114(33)
C3 447(37) 1031(56) 359(32) -108(43) 101(29) 3(40)
C4 379(38) 728(44) 428(38) -8(33) 104(32) -120(32)
C5 317(34) 455(33) 441(36) -85(27) 70(29) -109(27)
C6 304(32) 433(32) 534(39) -37(26) 131(30) -126(28)
C7 547(44) 607(42) 664(46) 25(35) 171(38) -217(36)
C8 578(49) 458(38) 935(60) 108(34) 196(44) -134(38)
C9 427(40) 477(36) 823(53) 121(30) 198(38) 35(35)
C10 470(41) 460(34) 568(41) 75(30) 143(34) 25(30)
C11 313(32) 341(29) 517(37) -67(25) 115(28) -66(26)
C12 384(37) 401(32) 688(46) -3(27) 121(34) -100(30)
C13 488(45) 568(42) 835(56) -61(33) 296(42) -336(38)
C14 689(49) 614(42) 573(44) -14(38) 321(39) -121(34)
C15 652(45) 440(34) 412(36) -29(32) 205(34) 13(27)
C16 336(32) 315(28) 496(36) -83(24) 163(28) -50(25)
Uij values have been multiplied by 104
The form of the displacement factor is:
exp -2r(U1h2 a + U2 2 k2b* + Ul2c* + 2Ul2 hka*b* + 2U,3 hia*c* + 2U 23kib*c*)
' Refined to 92.8% occupancy.
b Refined to 22.5% occupancy.
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Figure S2. ORTEP drawing of Pt(bpy)(bdtO,)
0J
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Table S 11. Crystal and Intensity Collection Data for Pt(bpy)(bdtO4 )*H2O
Formula: PtC 16H IN-O 4Sv*H2O Formula Weight: 573.50
Crystal Color: yellow Habit: plate
Crystal Size: 0.2 x 0.5 x 1.0 mm Pcalcd = 2.28 g cm-3
Crystal System: monoclinic Space group: P21/c (no. 14)
a= 11.513(2) A
b = 7.103(1) A = 101.64(1)0
c = 20.865(3) A
V = 1670.5(4) A3  Z=4
Lattice parameters: 25 reflections. 11 0 13*
y = 87.58 cm-1 Absorption correction: ' scans
Enraf-Nonius Cad-4 diffractometer to scans
MoKct, k = 0.7107 A Graphite monochromator
26 range: 2 - 500 0 h 13, -8 k 8, -24 1 24
T = 293 K
Number of reflections measured: 6449 Number of independent reflections: 2943
Numberwith F > 0: 2151 Number with F2 > 30(F2): 2775
Standard reflections: 3 every 150 min. Variation: within counting statistics
GOFmerge: 1.34 for 2671 multiples Rmerge: 0.040 for 2199 duplicates
Number used in refinement: 2943 Criterion: All reflections used
Final R on F: 0.055 for 2775 reflections with F2 > 0
Final R on F: 0.039 for 2151 reflections with F0 > 30(Fi)
Final weighted Rw on F2: 0.082
Final GOF: 1.71 for 235 parameters and 2943 reflections
(A/o)max in final least squares cycle: <0.005
Apmax: 1.3 e k-3, APmin: -1.6 e A-3 in final difference map
Definitions:
GOF = ( w(Fo - F) 2 /(n - p) where n is the number of data and p is the number
of parameters refined.
R= X1Fo - IFe/1XFoL; Rw= (I w(F, - F) _/ w(F3)2)72
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Table S12. Final Heavy Atom Parameters for
Pt(bpy)(bdtO4)*HO
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Table S12. (Cont.)
Atom z y z Uq
C11 3313(10) 1764(13) 2302(5) 391(28)
C12 3916(10) 1723(14) 2958(5) 446(28)
C13 5124(11) 1487(15) 3104(5) 491(31)
C14 5738(10) 1278(16) 2605(6) 517(32)
C15 5152(10) 1308(15) 1957(5) 454(28)
C16 3964(9) 1570(13) 1813(5) 355(25)
OW 4424(10) 1945(18) 9481(5) 1253(41)
aU~q 3. Ej Z[Ui1 (a'at)(di -.
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Table S13. Assigned H Atom Parameters for
Pt(bpy)(bdtO4)-H70
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Table S14. Anisotropic Displacement Parameters for
Pt(bpy)(bdtO4)'1 2O
Atom U11  U 2 2  U 3 3  U 1 2  U13 U 2 3
Pt 314(2) 338(2) 234(2) -32(2) 64(1) -10(2)
Si 403(15) 590(17) 244(11) -24(15) 71(10) 3(13)
S2 382(16) 489(19) 336(13) -15(13) 88(12) -30(11)
03 635(60) 752(63) 552(48) -149(49) 212(42) 134(42)
04 619(62) 670(57) 602(51) 117(45) 129(44) -258(41)
01 553(59) 812(63) 491(47) 128(47) 96(41) -174(41)
02 495(60) 1116(75) 521(51) -156(53) 75(43) 213(47)
OW 1087(92) 2090(126) 626(60) 508(92) 278(60) 285(72)
N1 429(53) 366(55) 324(41) -57(42) 16(36) 14(36)
N2 1133(91) 281(46) 185(38) -74(59) 160(48) -3(37)
Cl 426(74) 693(83) 363(53) -71(66) 110(48) -82(52)
C2 410(73) 619(84) 553(67) -106(61) 202(55) -121(58)
C3 325(70) 663(86) 604(75) 4(59) -48(56) -123(59)
C4 506(79) 428(75) 485(65) -15(56) -16(55) 28(48)
C5 345(59) 287(50) 377(51) 3(52) 45(42) -43(46)
C6 614(78) 228(57) 338(51) -45(56) -25(49) 86(43)
C7 744(91) 455(63) 367(59) -62(69) -6(56) 87(51)
C8 629(83) 590(84) 351(56) -139(67) -7(54) 17(52)
C9 935(99) 464(64) 285(51) -272(74) 237(57) -63(50)
C10 374(62) 405(63) 420(56) -40(55) 77(46) -16(50)
C11 507(73) 280(67) 368(54) -34(50) 45(49) 30(42)
C12 485(74) 478(76) 373(56) -63(56) 82(50) 16(47)
C13 444(77) 469(71) 485(65) -67(56) -86(55) 7(50)
C14 391(74) 476(70) 645(77) -7(58) 11(59) 20(58)
C15 470(77) 425(64) 486(64) -52(56) 143(56) -17(51)
C16 307(62) 336(62) 404(57) -9(45) 31(46) 10(42)
Uj,1 values have been multiplied by 10'
The form of the displacement factor is:
exp -27r2 (U11h2a* 2 + U2 2 k2b*2 + U 3 2 c*2 + 2U12 hka*b* + 2Ulahia*c* + 2U2 3 kib*c*)
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Table S15. (Cont.)
Angle(o)
C16 -C11 -C12 118.6(9)
C13 -C12 -C11 119.9(10)
C14 -C13 -C12 119.8(10)
C15 -C14 -C13 120.8(11)
C16 -C15 -C14 119.4(10)
C11 -C16 -S2 117.3(7)
C15 -C16 -S2 121.2(8)








Figure S3. ORTEP drawing of Pt(bpy)(bdtO 4)
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